Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.067; wR factor = 0.170; data-to-parameter ratio = 18.5.
In the title compound, C 22 H 24 N 6 O 5 , the triazole ring is essentially planar with a maximum deviation of 0.005 (2) Å and forms dihedral angles of 79.78 (11) and 86.22 (11) with the phenyl and benzene rings, respectively. In the crystal, molecules are linked by intermolecular N-HÁ Á ÁN, C-HÁ Á ÁO and C-HÁ Á Á interactions into a three-dimensional network.
Related literature
For the biological activity of 8-azaguanine derivatives, see: Roblin et al. (1945) ; Ding et al. (2004) ; Mitchell et al. (1950) ; Levine et al. (1963) ; Montgomery et al. (1962) ; Yamamoto et al. (1967) ; Bariana (1971) ; Holland et al. (1975) . For related structures, see: Chen & Shi (2006) ; Ferguson et al. (1998) ; Li et al. (2004) ; Maldonado et al. (2006) ; Wang et al. (2006) ; Xiao & Shi (2007) ; Zeng et al. (2006 Zeng et al. ( , 2009 ; Zhao, Hu et al. (2005) ; Zhao, Wang & Ding (2005) ; Zhao, Xie et al. (2005) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the triazole and C1-C6 phenyl rings, respectively. 
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008 
Comment
The derivatives of heterocycles containing 8-azaguanine system, which are well known bioisosteres of guanine, are of great importance because of their remarkable biological properties. Some of these activities include antimicrobial or antifungal activities (Roblin et al., 1945; Ding et al., 2004) , encephaloma cell inhibitor activity (Mitchell et al., 1950; Levine et al., 1963) , antileukemie activity (Montgomery et al., 1962) , hypersusceptibility inhibitor activity and acesodyne activity (Yamamoto et al., 1967; Bariana, 1971; Holland et al., 1975) . In recent years, our group has been engaged in the preparation of derivatives of 8-azaguanine via aza-Wittig reaction of beta-ethoxycarbonyl iminophosphorane with aromatic isocyanate (Zhao, Xie et al., 2005) . As a continuation of our research for new biologically active heterocycles, the title compound was obtained as an intermediate product from β-ethoxycarbonyl iminophosphorane with an alphalic isocyanate, and structurally characterized in this context.
In the title compound ( Fig. 1) , bond lengths and angles within the triazole ring are in good agreement with those observed for closely related structures (Zhao, Hu et al., 2005; Zhao, Wang & Ding, 2005) . As reported for related compounds (Ferguson et al., 1998; Li et al., 2004; Maldonado et al., 2006; Zeng et al., 2006 Zeng et al., , 2009 Wang et al., 2006; Xiao & Shi, 2007; Chen & Shi, 2006) , the triazole ring system is essentially planar, with a maximum displacement of 0.005 (2) Å for atom N3, and forms dihedral angles of 79.78 (11) and 86.22 (11)° with the phenyl and benzene rings, respectively. In the crystal packing, molecules are linked by intermolecular N-H···N, C-H···O and C-H···π hydrogen bonding interactions (Table   1 ) in a three-dimensional network.
Experimental
To a solution of carbodiimide prepared according to Wang et al. (2006) in a mixed solvent (CH 2 Cl 2 /CH 3 CN, 1:4 v/v, 15 ml) was added 3-nitrobenzene (3 mmol), and the reaction mixture was stirred for 6 h. The solvent was removed under reduced pressure and the residue was recrystallized from EtOH to give the title compound in 92% yield (m.p. 437 K). Elemental analysis: calculated for C 22 H 24 N 6 O 5 : C, 58.40; H, 5.35; N, 18.57%. Found: C, 58.08; H, 5.49; N, 18.29%. Crystals suitable for X-ray diffraction study were obtained by recrystallization from EtOH and dichloromethane (1:3 v/v) at room temperature.
Refinement
The H atom attached to atom N5 was located in a difference Fourier map and allowed to ride on their parent atom with a restraint of N-H = 0.83 Å and U iso (H) = 1.2U eq (N). Other H atoms were placed at calculated positions and treated as riding atoms, with C-H = 0.93-0.97 Å, and U iso (H) = 1.2U eq (C) or 1.5U eq (C) for methyl H atoms.
sup-2 
Hydrogen-bond geometry (Å, °)
Cg1 and Cg2 are the centroids of the triazole and C1-C6 phenyl rings, respectively. Symmetry codes: (i) −x+1, −y+2, −z+1; (ii) −x+2, −y+2, −z+1; (iii) −x+3/2, y+1/2, −z+1/2.
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